CONTENTS OF VOLUME 78 
NUMBER I—JANUARY 1993 


Influence of non-geometrical factors on intracrystalline diffusion. Role of sorbate—zeolite interactions 
By S. YASHONATH and P. SANTIKARY 


Fracture of model gel networks under applied strain 
By M. J. GRIMSON 


Virial coefficients of hard convex molecules in two dimensions 
By M. RiGBy 


J-compensated homonuclear cross polarization in NMR spectroscopy 
By A. Mouessi and A. J. SHAKA 


Electric field gradients experienced by the noble gas isotopes *'Ne, Kr and '*'Xe in thermotropic 
liquid crystals 
By J. JoKISAARI, P. INGMAN, J. LoUNILA, O. PULKKINEN; P. DiEHL and O. MUENSTER ... 
The v, band of (NO), 
By B. J. Howarp and A. R. W. McCKELLAR 
Monolayers of C,F, on graphite 
By A. R. B. SHiRAziI and K. KNorR 


Microscopic theoretical description of phase stability in hard sphere Yukawa mixtures 
By C. Caccamo and G. GIuNTA 


Quantum time-translation machine. An experimental realization 
By D. Suter, M. Ernst and R. R. ERNsT 


Time-resolved luminescence of octahedral selenium (IV). Complexes using different excitation pulse 
widths 
By J. DeGen, M. DieHt and H.-H. SCHMIDTKE 


A mass spectrometric and ab initio molecular orbital characterization of thionitrosyl hydride 
(H-N=S) 
By M. T. NGuyen, L. G. VANQUICKENBORNE, M. PLISNIER and R. FLAMMANG 


Mixtures of dipolar with nonpolar linear molecules. Results from simulations and theory 
By A. MULLER, J. WINKELMANN, T. BouBLik and J. FIsCHER . 


Optimized perturbed hard sphere expressions for the structure and thermodynamics of Lennard- 
Jones fluids 


By L. E. S. pe Souza and D. Ben-AMoTz 


Coexistence in small inert gas clusters 
By D. J. WALEs 


Computational studies of the structure of monolayers of chlorine physisorbed on the basal plane of 
graphite 
By K. D. Hammonps, I. R. MCDONALD and D. J. TILDESLEY 


Equilibrium geometry of HC,N 
By P. BotscHwina, M. Horn, S. SEEGER and J. FLUGGE 


On the sensitivity of thermal diffusion to the anisotropy of intermolecular interaction potentials 
By E. E. Hanson, C. C. K. WonG and F. R. W. McCourt 
Pressure dependence of methyl! tunnelling in solid diacetyl. An extension to the methyl thermometer 
model 
By P. J. McDonaLp, D. VIHAYARAGHAVAN, P. M. DEBENHAM and A. J. HORSEWILL 


Information theory applied to the transport coefficients of Lennard-Jones fluids II 
By D. M. Heyes, J. G. Powxes and J. C. G. MONTERO 


Temperature and density dependence of the selfdiffusion coefficients of liquid n-octane and toluene 
By K. R. Harris, J. J. ALEXANDER, T. GOSCINSKA, R. MALHOTRA, L. A. Woo-F and J. H. 
DyYMOND 


55 

73 
: 103 
111 
173 
219 
235 


NUMBER 2—10 FEBRUARY 1993 
The infrared spectrum of the GeH radical 
By J. P. Towe and J. M. BRowNn 


Theoretical study of the proton affinity of N,O 
By S. P. Exern, A. J. ILuies and M. L. MCKEE 


By M. E. VAN LEEUWEN, B. Smit and E. M. HENDRIKS 


On the convergence of the Hartree-Fock selfconsistency procedure 
By E. B. STARIKOV 


Analytical expression for the spin-5/2 line intensities 
By P. P. MAN 


A study of the ground electronic state of the isomers of CHNO 
By N. Pinnavaia, M. J. BRAMLEY, MiNG-Der Su, W. H. Green and N. C. HANDY 


F matrix connecting points on opposite sides of a parabolic potential well 
By A. AMAHA 


NMR order parameter analysis of a peptide plane aligned in a lyotropic liquid crystal 
By F. Separovic, R. Pax and B. CORNELL 


Calculations for vibration-rotation levels of HD*, in particular for high VV 
By R. E. Moss 


Clustering of Lennard-Jones particles below the critical temperature 
By V. P. Grecory and J. C. ScHuG 


Sound velocity and hydration phenomena in aqueous polymeric solutions 
By G. Malisano, D. MaJso.ino, P. MIGLIARDO, S. VENUTO, F. ALIOTTA and S. MaGAzU 


A critical study of the simulation of the liquid—vapour interface of a Lennard-Jones fluid 
By C. D. Hotcoms, P. CLANcy and J. A. ZOLLWEG 


On the structure of concentrated lithium-liquid ammonia solutions. A molecular dynamics study 
By Z. Gursku, S. HANNONGBUA and K. HEINZINGER 


Use of the classical centrifugal-sudden approximation for transport and relaxation cross-sections 
By A. S. Dickinson and W.-K. Liu 


Erratum 


NUMBER 3—20 FEBRUARY 1993 


Classical trajectory calculation of transport and relaxation properties of O,-He, Ne mixtures 
By C. C. K. Wonca, F. R. W. McCourt and G. C. Corey 


Hoover NPT dynamics for systems varying in shape and size 
By S. MELCHIONNA, G. CiccotTi and B. L. HOLIAN 


Vibrational analysis of monofluoroacetylene (HCCF) in the vibron model 
By F. IACHELLO, S. Oss and L. VIOLA 


Rotation-vibration interaction and Fermi resonances of HCCF in the vibron model 
By F. IACHELLO, S. Oss and L. VIOLA 


High resolution vibration-rotation emission spectroscopy of BaH 
By K. A. WALKER, H. G. HEDDERICH and P. F. BERNATH 


The Lennard-Jones equation of state revisited 
By J. K. JoHNson, J. A. ZOLLWeEG and K. E. GuBBINS 


Monte Carlo dynamics study of cis and trans unsaturated hydrocarbon chains 
By Y. K. LEVINE 


Symmetry and isotropic coherence transfer. II. Multi spin calculations using a Young tableaux 
formulation 


By J. ListeRup, S. J. GLaserR and G. P. Drosny 


Analysis of the interaction potential of a molecule physisorbed on NaC\(100) surface 
By A. LAKHLIFI 


Orientational order of planar solutes in a zero average electric field gradient nematic environment 
By K. Y. Li, D. S. ZIMMERMAN and E. E. BURNELL 


Anisotropic short range potentials for solutes in nematic liquid crystals 
By D. S. ZIMMERMAN and E. E. BURNELL 


A study of Dianin’s inclusion compound NMR and energy calculations 
By E. ZaBoROwSKI and S. VEGA 


Molecular association and the 
By S. R. SHARMA 


Structure of higher unitary dualities revisited. A model ‘Met-'*Carb’ NMR spin cluster — 


A flexible model for the simulation of fluids in infinite porous systems 
By J. G. PowLes and M. PoGopa 

Rotational analysis of the D?£*-X?Z* and band 
By O. LAuniLA, P. ROYEN and M. ZACKRISSON 


NUMBER 4—MARCH 1993 


Polarized neutron diffraction from Cs, KFe(CN),. The orbital moment and its anisotropy 
By P. Day, C. D. Dewrs, B. N. Ficais, P. A. REYNOLDs and F. TASSET 


Resonant broadening of NMR line shapes of tunnelling methyl groups at level anticrossings 
By S. CLouGu, A. J. HorsewiLi, M. R. JOHNSON and I. B. I. ToMsaH 


Unified expression for the calculation of thermal conductivity in the canonical ensemble 
By A. A. CHIALVo and P. T. CUMMINGS 


Excitation migration and trapping in homogeneous and heterogeneous lattices. Application to the 
light-harvesting antenna complex of photosynthetic bacteria 
By A. J. Horr and M. R. FIsCHER 


Inelastic neutron and light scattering studies on liquid sulphur dioxide 
By A. CHAHID, M. GarciA-HERNANDEZ, C. Prieto, F. J. BERMEJO, E. ENciso and J. L. 
MARTINEZ 


Vacuum UV fluorescence excitation spectroscopy of BF, in the range 45-125 nm. Observation of new 
electronic transitions in the BF, free radical 


By J. C. Creasey, P. A. HATHERLY, H. M. Jones, I. R. LAMBERT and R. P. TUCKETT ... 
Ab initio Cl investigation of the electronic spectrum of BF. I. Calculation of the potential surfaces 


and the transition moments for the valence and Rydberg doublet electronic states 
By M. Peri¢ and S. D. PEYERIMHOFF .. 


Ab initio Cl investigation of the electronic spectrum of BF,. II. Interpretation and prediction of 
features of the 17A,-1B,, 2A, absorption and emission system 
By M. Perié and S. D. PEYERIMHOFF 


s of BaCl 
799 
821 
877 


Water proton relaxation in heterogeneous systems. I. Saturated randomly packed suspensions of 
impenetrable particles 
By B. P. Hits, P. S. BELTON and V. M. QUANTIN 893 
Electronic transfer between ligands in the tris(2,2’-bipyridine) complexes consisting of monoanion 
radicals. Delocalization versus localization 
By H. Kosayasui, Y. Kaizu, H. Matsuzawa, H. Sekino and Y. Toru 


909 
Experimental determination of the dispersion in the mean linear dipole polarizability 2(«) of small 
hydrocarbons and evaluation of Cauchy moments between 325 nm and 633 nm 
929 
A force-balance Monte Carlo simulation of the surface tension of a hard-sphere fluid 
By L. R. Dopp, T. D. Boone and D. N. THEOpoROU 961 
Quadrature schemes for integrals of density functional theory 
By C. W. Murray, N. C. Hanpy and G. J. LAMING es 997 
Dynamical decoupling in the calculations of transport coefficients. II. Quantum and classical results 
for Ne-N, and Ar-N, mixtures 
By F. A. Gianturco, N. SANNA and S. SERNA 1015 


vibration and rotation 


By J. Komasa and A. J. THAKKAR 


NUMBER 5—10 APRIL 1993 


trajectory study of Li,(v < 25, j < 100)-Na exchange reaction 


By H.-G. RUBAHN and N. SATHYAMURTHY ..............:ccccccseeeeeeeeeeeeeees 1047 
Time-resolved EPR study of exciton hopping in porphyrin dimers in their photoexcited triplet state 


By P. JAEGERMANN, M. PLATO, B. VON MALTZAN and K. MOBIUS ..............cccccecceeseeeeeseeee 1057 
Excess intermolecular structure and pair correlation functions in liquid mixtures 0-5 CO, + 0-5 
C,D, and 0-5 CO, + 0-5 C,D, by neutron diffraction 
By A. K. Apya and C. J. WorMALD ; 1075 
Isostress—isostrain ensemble Monte Carlo simulation of second order phase transitions in a confined 
monolayer fluid 
By M. Scuoen, D. J. DiESTLER AND J. H. CUSHMAN  ............:ccccsccsessesseeeeeesceatentseeaceeeceese 1097 
Molecular motions and phase changes in the perovskite-type compound (C,,H,, NH), ZnCl, 
By J. Fenrycu, E. C. REYNHARDT, S. JURGA and K. JURGA 2............cccccseeeeseeeeeeeeseneeees 1117 
Kinetic model for transport around uniform shear flow 
By V. Garzo ae 1129 
Short-range radial contributions and symmetry properties of the intermolecular potential 
By Z. Kurtovic, M. MARCHI and D. CHANDLER ............:::cccceceseeseseeseenceeesseseeeeaceaseneereaee 1155 


Feynman-Hibbs quantum effective potentials for Monte Carlo simulations of liquid neon 
By L. M. Sesé 1167 


Microwave spectrum of the K, = 1 < 0 rotation-tunnelling band of (D,O), 
By E. N. KaryAkin, G. T. FRASER and R. D. SUENRAM 


Quasiclassica! 


The elastic constants of nematic and nematic discotic liquid crystals with perfect local orientational 
order 


By M. A. Osipov and S. HEss 


The structure of a monolayer film of carbon dioxide adsorbed on graphite 
By K. MorisHIGE 


Accuracy of energy-adjusted quasirelativistic ab initio pseudopotentials. All-electron and pseudo- 
potential benchmark calculations for Hg, HgH and their cations 


By U. HAusseRMANN, M. Do a, H. STOLL, H. Preuss, P. SCHWERDTFEGER and 
R. M. Pitzer 


On the van der Waals interaction between an atom and a dielectric medium 
By S. KRYSZEWSKI 


On the effects of association in fluids with spherically symmetric interactions. I. Cluster expansions 
and integral equations 
By Yu. V. KALYUZHNy! and G. STELL 


Normal coordinate analysis of the zero-field splitting in octahedral NiF{~. I. Ab initio calculations 
By C. RipBinG and M. ODELIus 


Practical schemes for distributed polarizabilities 
By C. R. Le Sueur and A. J. STONE 


Comments on the analytical solutions of the sticky hard rod model 
By R. D. Gianotti, JUN WANG, I. L . MCLAUGHLIN and M. SILBERT 


Universal Gaussian and Slater-type bases for atoms H to Xe based on the generator coordinate 


Hartree-Fock method. II. Application of the Gaussian basis to neutral and charged diatomic 
molecules 


By A. B. F. Da Siva and M. Trsic 


Characterization of Hadamard matrices 
By K. BALASUBRAMANIAN 


NUMBER 6—20 APRIL 1993 


Preliminary Communication 
Gibbs—Duhem integration: a new method for direct evaluation of phase coexistence by molecular 


Fragmentation dynamics of the photo-dissociated triatomic molecule 
By P. G. Harper and J. PFaB 


The molecular structure of the benzene—CIF complex 
By W. B. pe AceipaA and J. S. Craw 


Paramagnetic enhanced proton spin-lattice relaxation in the Ni’* hexa-aquo complex. A theoretical 
and molecular dynamics simulation study of the Bloembergen-Morgan decomposition _— 
By P.-O. WesTLUND, T. P. LARsson and O. TELEMAN ... 


Theory of pulses in nuclear quadrupole resonance spectroscopy. I. Physical picture 
By M. S. KRISHNAN, F. P. TEMME and B. C. SANCTUARY 


Potential energy functions for atomic solids. V. Application to alkali metal solids 
By J.-Y. FANG, R. L. JoHNsTON and J. N. MURRELL 


Analysis of the electronic emission A?£* -X?1, of NCO by Fourier transform spectroscopy 
By B. HEMMERLING and M. VERVLOET 


Theoretical study of acetylene— and ethylene—palladium complexes 
By I. Garcia-Cugsta, A. SANCHEZ DE MERAS and I. Nesot-GIL 


| 

1247 

simulation 
Papers 

1365 


Integral equation and computer simulation studies of hard spheres in a slit pore 
By R. PospiSit, A. MALUEVSKY, P. JecH and W. R. SMITH 
Monte Carlo simulations of polar discotic molecules 
By G. J. ZARRAGOICOECHEA, D. Levesque and J. J. Weis 


Born-Oppenheimer effects and vibration-rotational spectra of linear molecules. I. Theory 
By J.-L. TEFFo 


Monte Carlo simulations of hard cyclic pentamers in two dimensions. Tr 
coupling in the orientationally disordered phase 
By A. BRANKA and K. W. WoisciECHOWSKI 
Fluctuations, correlation functions and interfacial Hamiltonians for the complete wetting phase 

transition 
By A. O. Parry and R. Evans 


A study of the large amplitude motions of indoline through microwave spectroscopy and ab initio 
calculations. Evidence of ring puckering and butterfly motion coupling 
By W. Caminati, L. B. Favero, B. VELINO and F. ZERBETTO 


Kinetics of the geometric isomerization of cyclohexene in a stochastic bath 
By J. M. Depaepe, J. P. RYCKAERT and A. BELLEMANS 


Index of authors (with the titles of papers) 


1493 
1513 
1527 = 
1561 
at 


